Single-crystal X-ray study T = 130 K Mean '(C±C) = 0.003 A Ê R factor = 0.045 wR factor = 0.117 Data-to-parameter ratio = 18.8
Comment
Dipyrromethanes are important building blocks for porphyrin synthesis. Their chemical synthesis in the laboratory often involves the so-called 2 + 2 synthesis, where two dipyrromethane units are condensed (Lindsey, 2000) . In nature, porphyrins are prepared by attaching pyrrole units to a dipyrromethane co-factor of porphobilinogen deaminase (Louie et al., 1992; Ha È dener et al., 1999) . Dipyrromethane units are structural building blocks of many bilanes (Zhang et al., 1998; Senge et al., 2001 ) and calixphyrins (Sessler et al., 2003) .
The molecular structure of the title compound, (I), is illustrated in Fig. 1 and selected bond distances and angles are given in Table 1 . The two pyrrole rings are inclined to one another by 63.57 (7) . The molecules form hydrogen-bonded dimers in the crystal structure, utilizing both pyrrole H atoms, but only one of the two carbonyl O atoms. As shown in Fig. 2 , carbonyl atom O1 forms two classical hydrogen bonds with the NH units of a neighboring dipyrromethane (N1ÐH1Á Á ÁO1 i and N2ÐH2Á Á ÁO1 i ). A search for weaker hydrogen-bonding interactions (Steiner, 1997) revealed that atom O1 is involved in a third weaker hydrogen bond involving the C51H 2 unit. Thus, each dimer is held together by four classical NÐHÁ Á ÁO hydrogen bonds and has two CÐHÁ Á ÁO contacts. Additional close contacts are found within each individual dipyrromethane. Ether atom O2 of one benzyl ester group is separated from the neighboring 2-methyl group by only 2.886 (3) A Ê , while carbonyl atom O3 of the other benzyl ester group has a close contact to C92 [2.692 (3) A Ê ] and is weakly coordinated to the C81-methyl group. The dimers are further connected by another weak CÐHÁ Á ÁO interaction. Besides the two intramolecular contacts, O3 is also connected intermolecularly to aromatic atom H14 (HÁ Á ÁA = 2.45 A Ê and DÐ HÁ Á ÁA = 157 ) to form in®nite chains of the dimers (not shown). Full details of the hydrogen bonding are given in Table 2 .
Related crystal structures almost exclusively involveunsubstituted dipyrromethanes (Lin et al., 1996; Bennis & Gallagher, 1998; Gallagher & Moriarty, 1999; Arumugam et al., 2001; Patra et al., 2002) .
Experimental
The compound was prepared as described by Lee & Smith (1997) ; a sample of the material was kindly provided by Kevin M. Smith (LSU, Baton Rouge) and crystallized from CH 2 Cl 2 /n-hexane. Crystals were handled as described by Hope (1994) . Hydrogen-bonding geometry (A Ê , ). 
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Figure 1 A view of (I). Displacement ellipsoids are drawn at the 50% probability level; and H atoms have been omitted for clarity.
Figure 2
View of the hydrogen-bonded dimers of (I) in the crystal structure. Full dashed lines indicate strong NÐHÁ Á ÁO hydrogen bonds, thin dashed lines indicate CÐHÁ Á ÁO bonding interactions (see Table 2 for details).
H atoms were placed in geometrically idealized positions and constrained to ride on their parent atoms, with CÐH distances in the range 0.95±1.00 A Ê and NÐH distances of 0.88 A Ê , and with U iso (H) = 1.2U eq (C,N) for CH, CH 2 and pyrrole H atoms, and U iso (H) = 1.5U eq (C) for methyl groups.
Data collection: P3 (Siemens, 1995) ; cell re®nement: P3; data reduction: XDISK (Siemens, 1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to re®ne structure: SHELXL97 (Sheldrick, 1997); molecular graphics: XP (Siemens, 1995) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2003) . are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. The "void" listed as an alert C from CIFCHECK, is located in the middle of the unit cell and is enclosed by the dimeric aggregates. No evidence for residual electron density in this area was found. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

